S1 Impact of the geometry optimization level
almost the same energy (3.24 and 3.25 eV), and as a consequence of the lack of symmetry, they are strongly mixed.
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Table S-4: Statistical analysis obtained for the compounds of Scheme 1 (Tables S-2 and S-3) . MSE, MAE, Max(+) and Max(-) give the mean signed error, mean absolute error, maximal positive and negative deviations, respectively, whereas R 2 is the linear determination coefficients. The TD-DFT errors are given with respect to CC2, and are in D (but R 2 ). Table   S -3).
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S3 Results for the second set of compounds 
